and optimized geometries of the natural and 3Cu-induced triangular pyrimidines.
Part 1.

Structural parameters (bond lengths, BO, MO contributions, IR
frequencies) and optimized geometries of the natural and 3Cu-induced triangular pyrimidines. Table S1 . The selected bond lengths (Å) and dihedral angles (deg) for the natural and 3Cu-induced triangular pyrimidines [B3LYP/6-311++G**(C,H,O,N)/LANL2DZ(Cu)]. 
U3-1 HB(N3-H···O4) H-N3-O4-H
Part 3. Indicators of transverse electronic communication (vertical transition energies, oscillator strengths, and state assignments, ELF-π isosurface, ESP maps)
for natural and 3Cu-induced triangular pyrimidines. Figure S5 . Molecular orbitals involved in several electronic singlet transitions of U3Cu3-2, C3Cu3-2, U2CCu3-2 and UC2Cu3-2 mentioned in Table S5 calculated at TD-B3LYP/6-311++G** level.
